3D QSAR comparative molecular field analysis on nonsteroidal farnesoid X receptor activators.
Three-dimensional quantitative structure-activity relationships (3D QSAR) were performed for a series of farnesoid X receptor activators using comparative molecular field analysis (CoMFA). A training set containing 77 compounds served to establish the models. The best statistical results among all models were obtained with region focusing weighted by a S.D. x coefficient values of 0.8 and a grid spacing of 1.0 (r2=0.963, SEE=0.097; q2=0.742, SEP=0.255). The model was used to predict the potency of 20 test set compounds that were not included in the training set, and the predicted values were in good agreement with the experimental results. The final CoMFA model along with the information obtained from 3D contour maps should be useful for the design of novel FXR ligands having improved potency.